LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP@18971.D

Acqg On : 20 Dec 2023 21:09
Operator : MA/JU

Sample : 05894-02

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@18971.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.675 96 100 115 rBV 137777 210049 ©0.35% 0.208%
2 6.999 660 665 673 rVB 110899 175208 0.29% 0.173%
3 7.163 687 693 706 rVB 454486 706349 1.17% 0.699%
4 7.357 718 726 736 rBV 435843 679951 1.13% 0.673%
5 7.822 797 805 816 rBV 475502 754113 1.25% 0.747%
6 8.540 920 927 937 rBV 346830 553759 ©.92% 0.548%
7 8.987 994 1003 1013 rBV 551106 893314 1.48% 0.884%
8 9.704 1119 1125 1134 rBV 436244 712636 1.18% 0.706%
9 10.246 1208 1217 1234 rBV 641555 1125457 1.87% 1.114%
10 10.616 1273 1280 1287 rBV 587188 987436 1.64% 0.978%

11 10.763 1297 1305 1318 rBV 440003 780433
12 13.875 1828 1834 1850 rBV 1385877 1882360
13 14.151 1871 1881 1894 rBV 1555848 2293279
14 14.457 1926 1933 1948 rBV 920501 1408319
15 14.681 1966 1971 1983 rBV 76651 161546
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16 15.451 2094 2102 2108 rBV 2069367 2924329 4.85%  2.895%
17 15.575 2117 2123 2132 rBV 600892 847852 1.41% ©.839%
18 17.098 2363 2382 2386 rBV 17047695 60299779 100.00% 59.700%
19 17.175 2391 2395 2397 rVW2 178367 258221 ©0.43% 0.256%
20 17.210 2397 2401 2410 rVV 1195406 1682064 2.79% 1.665%

21 17.310 2412 2418 2429 rVB2 2227794 3217117 5.34%  3.185%
22 18.098 2548 2552 2561 rBV 118978 188518 ©.31% 0.187%
23 19.033 2707 2711 2716 rBV 222127 258266 0.43%  0.256%
24 19.192 2734 2738 2741 rBV 43233 60303 0.10% 0.060%
25 19.333 2759 2762 2768 rBV2 63340 82638 0.14% 0.082%
26 19.551 2793 2799 2805 rBV 3233428 4358093 7.23% 4.315%
27 21.298 3091 3096 3103 rBV 1859536 2388888 3.96%  2.365%
28 21.392 3108 3112 3117 rVV 650268 768741  1.27% 0.761%
29 22.527 3301 3305 3312 rVB 495956 714008 1.18% 0.707%
30 23.515 3465 3473 3486 rVB 2735319 5512667 9.14% 5.458%
31 23.663 3492 3498 3506 rVB 1332095 2633578 4.37% 2.607%

32 23.927 3537 3543 3551 rVB 746882 1484957 2.46% 1.470%

Sum of corrected areas: 101004228
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Dec 2023 21:09
: MA/JU
: 05894-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
BPO18971.D

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BP018971.D\data.ms

3.675 6.96468357 7.822 8.540 8.987 9.704 10.248061663

Time-->

A
L B A I L L L L L L L D L DL L L L L

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP018971.D\data.ms
17.098

19.551

15.451 17.310
13.814.1 7.210

*l4.457 575
A /\14 681 ' 18.098 19038033

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

Time-->

TIC: BP018971.D\data.ms

23.515

21.298 36
21.392 22./1\327 /\%-927

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP@18971.D

Acqg On : 20 Dec 2023 21:09
Operator : MA/JU

Sample : 05894-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzenesulfonamide, N-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.098 716.97 ng/ul 60299800  Phenanthrene-die 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 95
2 N-hexylbenzenesulfonamide 241 C12H19NO2S 007250-80-8 80
3 N-Octylbenzenesulfonamide 269 C14H23N02S 016358-32-0 74
4 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 64
5 2-Fluoro-6-hydroxypyridine, tert... 227 C11H18FNOSi 1000493-97-6 47
Abundance Scan 2382 (17.098 min): BP018971.D\data.ms (-2363) (- m/z 170.00 100.00%
170.0
77.0
5000
—f— —
\ 17.00 17.50
Obrretbod kbl 4, 281:0341.9400.245075186 /7 141,00 97.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90632: Benzenesulfonamide, N-butyl-
77.0 141.0
5000 —— —
17.00 17.50
m/z 77.05 74.54%
O]‘-\S\.q\)‘\hi\\\\\‘\\\ “L‘\\Z’J.E.F)\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
141.0
77.0
—t— —
17.00 17.50
5000 m/z 51.05 15.66%
0 241.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159232: N-Octylbenzenesulfonamide —— —
141.0 17.00 17.50
77.0 m/z 158.00 11.51%
5000
o'“'“’ ’ B —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
BPO18971.D

Dec 2023 21:09

: MA/JU
: 05894-02

021

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.098 2.24 ng/ul 188518  Phenanthrene-di10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2552 (18.098 min): BP018971.D\data.ms (-2548) (- m/z 73.00 100.00%

73.0
5000
213.2

a—
\H 120 | || | 204.9355.1 18.00 1850
0l AL “H,m YLy [ 23399500 43044915549, n/z 60.00  82.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

5000 129.0 LA bl
18.00 18.50

m/z 43.05 68.14%

“ 213.0
‘\\\\“‘ \l\‘i“\h\“}\"l\\‘\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

73.0

S
256.0 18.00 18.50
5000 m/z 55.85  61.25%

157.0
T e o e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid 7 —
43.0 18.00 18.50

o

o

256.0
m/z 57.10 61.23%
5000
129.0
O‘HJH JMWMN}?ﬁb‘ s -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP@18971.D

Acqg On : 20 Dec 2023 21:09
Operator : MA/JU

Sample : 05894-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,6,11,16,21-Pentaoxacyclop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.033 3.07 ng/ul 258266  Phenanthrene-di10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 91
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
3 1-Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 64
4 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 50
51,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 50

Abundance Scan 2711 (19.033 min): BP018971.D\data.ms (-2707) (- m/z 70.95 100.00%
71.0
5000
' 19.00 |
‘ \ 143.1 .
ow_"mMm‘2_2‘1”1‘m3%5‘-9”“‘4‘2%-%“_5%5-1‘ m/z 73.65 53.33%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #269795:1,6JJ”16,21—Pentaoxacydopentaoosane
71.0
5000 R
19.00
m/z 55.10 45.56%
o Li JJM 215.0 289.0 360.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
1 \
19.00
5000 ITI/Z 43.05 22.22%
0 129.0
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4388: 1-Penten-3-ol, 2-methyl- —7 ‘
71.0 19.00
m/z 41.00 20.57%
o“MJ’| -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP@18971.D

Acqg On : 20 Dec 2023 21:09
Operator : MA/JU

Sample : 05894-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 1,6,11-Trioxacyclopentadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.392 6.44 ng/ul 768741  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
2 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 86
31,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 86
4 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 86
5 .+/-.-Tetrahydro-3-furanmethanol 102 C5H1002 015833-61-1 50

Abundance Scan 3112 (21.392 min): BP018971.D\data.ms (-3108) (- m/z 71.00 100.00%
71.0
5000
— ——
m ‘}1431 21.00 21.50
bbb bih S 2070 2810 355.1 4291 5032 m/z 73.05 45.92%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 — ——
21.00 21.50
m/z 55.05  40.29%
O 1”“ \\\H\J‘\z\\g\.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
= ==
21.00 21.50
5000 m/z 43.10 19.03%
143.0
0 217.0 288.0
A a e e Aaaamasaamasas s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane — —
71.0 21.00 21.50
m/z 85.05 16.21%
5000
143.0
ol 250 w0 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP122023\

Data File : BP@18971.D

Acqg On : 20 Dec 2023 21:09
Operator : MA/JU

Sample : 05894-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22527  5.42 ng/ul 714008 Peryleme-diz2 23.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene a0 CoHse 000111-02-4 89

2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
3 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402

1000163-04-7 83
042207-88-5 72

4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 3305 (22.527 min): BP018971.D\data.ms (-3301) (- m/z 69.10 100.00%
69.1
5000
=T
7.1 22.50
Obrrih wW%ngugpﬁ?m‘?§3934ﬁ?u4ﬁ?%ﬁ35ﬁ‘§4% m/z 81.85 52.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 — :
22.50
m/z 41.05 19.98%
137.0
o L.l 2080 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
T T
22.50
5000 m/z 95.05 14.20%
136.0
0 205.0 315.0 384.0
R ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222645: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t —— ‘
69.0 22.50
m/z 68.00 12.03%
5000
136.0
\ } 318.0
0 AM“*L\ l!hM“H«“‘em‘fm‘HH‘“m_m_m_m_uw —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
BPO18971.D

Dec 2023 21:09

: MA/JU
: 05894-02

021

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.927 11.28 ng/ul 1484960  Perylene-di12 23.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 83
2 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 64
3 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 53
4 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 47
5 .+/-.-Tetrahydro-3-furanmethanol 102 C5H1002 015833-61-1 47

Abundance Scan 3543 (23.927 min): BP018971.D\data.ms (-3537) (- m/z 71.00 100.00%
71.0
5000
24.00
143.0 :
omﬂ_ L2030 2150 3201 4010 47515369 ./, 73,05 36.22%
mlz--> 100 150 200 250 300 350 400 450 500
Abundance #269795:1,6JJ”16,21—Pentaoxacydopentaoosane
71.0
5000 T
24.00
m/z 55.10 35.04%
0 L J‘wh 215.0 289.0 360.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
—=
24.00
5000 m/z 100.05 15.32%
143.0
0 215.0 307.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94098: 1,6,11-Trioxacyclopentadecane ‘/\ﬁj\\ —
71.0 24.00
m/z 43.05 15.09%
B L/LL
AN L 1
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP018971.D

Acqg On : 20 Dec 2023 21:09
Operator : MA/JU

Sample : 05894-02

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzenesulfonam... 17.098 717.0 ng/ul 60299800 4 17.210 1682060 20.0
n-Hexadecanoic ... 18.098 2.2 ng/ul 188518 4 17.210 1682060 20.0
1,6,11,16,21-Pe... 19.033 3.1 ng/ul 258266 4 17.210 1682060 20.0
1,6,11-Trioxacy... 21.392 6.4 ng/ul 768741 5 21.298 2388890 20.0
Squalene 22.527 5.4 ng/ul 714008 6 23.663 2633580 20.0
1,6,11,16,21,26... 23.927 11.3 ng/ul 1484960 6 23.663 2633580 20.0
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